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Structural Studies of NSC243928
The crystalized NSC243928 was used for structural studies (Supplemental Figure 1A ). The compound crystallizes in the triclinic system. The space group P-1 (No. 2) was confirmed by structure solution. The asymmetric unit consists of one C22H21N3O3S molecule and one H2O molecule. All nonhydrogen atoms were refined with anisotropic displacement parameters. Hydrogen atoms bonded to carbon were located in difference Fourier maps before being placed in geometrically idealized positions. These hydrogen atoms were included as isotropically refined riding atoms with d(C-H) = 0.95 Å for arene hydrogen atoms, d(C-H) = 0.99 Å for methylene hydrogen atoms and d(C-H) = 0.98 Å for methyl hydrogens. Methyl hydrogens were allowed to rotate as a rigid group to the orientation of maximum observed electron density. Water hydrogen atoms and those bonded to nitrogen were located and refined freely with isotropic displacement parameters, with O-H and N-H distances restrained to be similar to those of the same kind. The largest residual electron density peak in the final difference map is 0.43 e-/Å3, located 0.93 Å from S1 ( Figure S1B ).
In solution (10% DMSO/H2O), NSC243928 displays an absorption band at λmax = 330 nm. Excitation at this wavelength leads to three emission peaks in the visible region (417 nm, 440 nm, and 466 nm) ( Figure S1C ). Scheme S1: Synthesis of NSC243928. Reagents and conditions: 9-chloroacridine was substituted with 2-methoxy-4-nitroaniline in NMP using a catalytic amount of concentrated HCl to produce 1. The nitro group of 1 was then reduced in the presence of H2 using a catalytic amount of Pd/C in MeOH. The resulting amine was treated with ethane sulfonyl chloride in the presence of dry pyridine in dry DCM to yield the resulting NSC243928 product. Cancers 2020 S10 of S12 Figure S12 . LC/CAD chromatogram of the Blank. 
